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Docking procedure
The docking procedure was carried out with RosettaLigand (www.RosettaCommons.org) using the 2017.08.59291 build) [1] , [2] .
The ligand was processed to a Rosetta-friendly format resulting in a library of conformers. 
S9
Models were analyzed regarding their energetic scoring (interface_delta) and their spacial arrangement using profit [3] for aligning all models and the Biochemical Library (BCL) (http://www.meilerlab.org/index.php/bclcommons/show/b_apps_id/1) for cluster analysis. From different clusters the best scoring models were selected and visually evaluated. 
